LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\
Data File : BF113664.D
Acq On > 9 Apr 2019 16:34 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4._857 467 471 485 rBV 470888 644595 20.68% 2.154%
2 5.293 542 545 569 rBV 1790463 2126804 68.23% 7.106%
3 6.334 717 722 738 rBV 2742587 3032317 97.28% 10.132%
4 6.451 738 742 763 rVB 2871976 2697435 86.54% 9.013%
5 6.675 777 780 790 rBVY 688279 668178 21.44% 2.233%
6 6.834 803 807 822 rVB 2518494 2240540 71.88% 7.486%
7 7.245 873 877 893 rBV 1941763 1931516 61.97% 6.454%
8 7.387 899 901 908 rVvB 56702 60066 1.93% 0.201%
9 7.457 909 913 916 rVB 36730 33266 1.07% 0.111%
10 7.963 995 999 1017 rBV 808948 877390 28.15% 2.932%
11 8.498 1085 1090 1093 rBvV 46328 40828 1.31% 0.136%

12 8.639 1110 1114 1118 rVB 316493 242551 7.78% 0.810%
13 8.728 1123 1129 1135 rBV 110470 174690 5.60% 0.584%
14 9.034 1177 1181 1189 rBV 3211258 2946090 94.51% 9.843%
15 9.098 1189 1192 1195 rVV 45747 43601 1.40% 0.146%

16 9.428 1245 1248 1253 rBV 435805 390585 12.53% 1.305%
17 9.663 1283 1288 1292 rBV 95586 147592 4.73% 0.493%
18 9.710 1292 1296 1308 rVB 1135684 1072500 34.41% 3.583%
19 10.498 1426 1430 1443 rBV 1600583 1643678 52.73% 5.492%
20 10.610 1445 1449 1452 rBV 272424 246600 7.91% 0.824%

21 10.792 1477 1480 1484 rVB 48047 41205 1.32% 0.138%
22 11.051 1521 1524 1529 rBV3 33730 57162 1.83% 0.191%
23 11.192 1544 1548 1556 rBV 1153078 1137528 36.49% 3.801%
24 11.363 1574 1577 1581 rBV3 36502 38720 1.24% 0.129%

25 11.727 1636 1639 1650 rBV3 288919 382160 12.26% 1.277%

26 12.404 1751 1754 1758 rBV 181242 170348 5.46% 0.569%
27 12.510 1769 1772 1778 rBV3 56689 74986 2.41% 0.251%
28 12.627 1787 1792 1798 rBV2 127043 190027 6.10% 0.635%
29 12.774 1812 1817 1820 rBV 3247624 3117078 100.00% 10.415%

30 13.069 1864 1867 1873 rVB4 23090 38470 1.23% 0.129%
31 13.345 1911 1914 1917 rBV 38766 36295 1.16% 0.121%
32 13.445 1928 1931 1935 rBV6 19515 31891 1.02% 0.107%
33 13.674 1967 1970 1976 rVB3 49832 55557 1.78% 0.186%

34 13.827 1988 1996 1999 rBV2 1026229 1338118 42.93% 4.471%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

3?22'6 - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.986 2020 2023 2027 rVB 64654 58709 1.88% 0.196%
36 14.292 2072 2075 2078 rVB 98818 87416 2.80% 0.292%

37 14.586 2122 2125 2130 rVB 112551 104245 3.34% 0.348%
38 14.651 2132 2136 2140 rVB 140507 139032 4._.46% 0.465%
39 14.839 2165 2168 2171 rBV 79346 101889 3.27% 0.340%
40 14.892 2174 2177 2183 rVB 127429 137736 4.42% 0.460%

41 15.115 2213 2215 2222 rVB 41652 51004 1.64% 0.170%

42 15.174 2222 2225 2230 rVB 49296 55141 1.77% 0.184%

43 15.233 2230 2235 2244 rBV 769607 978950 31.41% 3.271%

44 15.633 2299 2303 2308 rVvB 63391 86994 2.79% 0.291%

45 16.086 2377 2380 2386 rvB2 37317 60169 1.93% 0.201%

46 16.610 2463 2469 2478 rVB3 41137 97867 3.14% 0.327%
Sum of corrected areas: 29929519
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

BF113664.D
9 Apr 2019 16:34
Ju/SsJ
K2316-10 20190178-AMND-COMP-CS-5
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113664.D

6.45
6.33

6.83

7.25
5.29

4.86

736

===
Time-->

5.50

T
6.00

6.50

7.00

I
4.50 5.00 7.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

7.

TIC: BF113664.D
1277

10.50

11.19

9.71
96

8.64

10.79 11.05/\ 11.36

Ol
Time-->

8.00

12.50 13.00

11.50

12.00

10.00

10.50 11.00

8.50

8.73
8;'\50 A ;

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113664.D

13.83
15.23

0

13.4513.67/ } 13.99 14.29 148%9]: 3915?, 7

15.63
A

16.09

16.61

Time-->

1
13.50

14.00

14.50

15.00

15.50

16.00

16.50

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4._86 19.29 ng 644595 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 471 (4.857 min): BF113664.D (-467) (-) m/z 43.00 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
o...,....,....,....I,'::..??.:!,...‘??....ﬁ?..,...:,'....,....,....,....,...., m/z 59.00 59.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- k
43
5000 R N L UL B
59 460 480 500 520
m/z 101.00 19.30%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.00 14.81%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.60 4.80 5.00 5.20
m/z 41.00 8.95%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 Jo 55 eb 70 80 90 100 110 120 150 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.45 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.45 80.74 ng 2697440 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 742 (6.451 min): BF113664.D (-738) (-) m/z 132.00 100.00%
5000 68
0 s o J T oo 650 o0
o | 77 87 |ssus W m/z 67.95  41.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IERSEAEE RAREE R A
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.18%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 26.48%
41 97
53
29 117
88 | 106
L B S UL WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L SEmmmas o
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 15.98%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

8.64 5.53 ng 242551 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,2,3,3... 188 C14H20 001203-17-4 97
2 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 054789-23-0 49
3 Naphthalene, 6-(1,1-dimethylethy... 188 C14H20 042044-26-8 47
4 4H-1-Benzopyran, 4,4,5,8-tetrame... 188 C13H160 082391-06-8 47
5 Benzimidazole, 5-tert-butyl-2-me... 188 C12H16N2 005805-62-9 43

Abundance Scan 1114 (8.639 min): BF113664.D (-1110) (-) m/z 173.10 100.00%
173
131
5000
57 117 188 PSP SRR SRR R
43 o 77 % 141 8.40 8.60 8.80 9.00
o m/z 131.00 67 .29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51785: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethyl-
173
5000 131 ""I""I""I""IA"
8.40 8.60 8.80 9.00
57 188 m/z 56.95 18.22%
N O A il vl A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
173
" 840 8.60 880 9.00
m/z 128.00 17.84Y%
5000 188 0
15 27 39 51 g3 77 o1 105> 1% 145 159
O e T s I e o o A o o T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #51799: Naphthalene, 6-(1,1-dimethylethyl)-1,2,3,4-tetrahydro T ./\. R
173 8.40 8.60 8.80 9.00
m/z 174.10 14_.67%
5000
oL 1 188
ol 15 20 % 7777 7 10512 | 145157
m/z--> 20 4 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2(3H)-Thiazolone, 4-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.73 3.98 ng 174690 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Thiazolone, 4-methyl- 115 C4H5NOS 032497-10-2 94
2 2(3H)-Oxazolethione, 4-methyl- 115 C4H5NOS 013016-17-6 86
3 2-Thiazoline, 2-amino-4-imino- 115 C3H5N3S 026246-29-7 37
4 Thiazole, 5-methoxy- 115 C4H5NOS 014542-14-4 16
5 1H-1,2,4-Triazole, 3-thiol-5-met... 115 C3H5N3S 007271-44-5 12

Abundance Scan 1129 (8.728 min): BF113664.D (-1123) (-) m/z 114.90 100.00%
4 115 q
5000
71
36 57 | 87 105 8.40 8.60 8.80 9.00
o S 11| PN | VNN MG AN TR m/z 42.00 95.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7711: 2(3H)-Thiazolone, 4-methyl-
42 115
5000 ISR SR SR SR
8.40 8.60 8.80 9.00
m/z 45.90 27 .96%
71 87
0 36\\\ . 52 58 \‘ 99 M
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
42 115
8.40 8.60 8.80 9.00
5000 m/z 44.90 26 .22%
60 a7
36 52 70
e S A RN AR RS RARRS RS RRARA RAARN SRRAS RARRN LA LWM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: 2-Thiazoline, 2-amino-4-imino- R SERAREREEmE
4 8.40 8.60 8.80 9.00
m/z 70.90 18.47%
5000
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Lenthionine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.61 4.34 ng 246600 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 98
2 1,2,4,6-Tetrathiepane 170 C3H6S4 000292-45-5 38
3 Cyclohexene, 3-trifluoroacetamid... 305 C10H9F6NO3 1000153-70-3 25
4 1,2-Benzenedithiol 142 C6H6S2 017534-15-5 9
5 Boronic acid, phenyl- 122 C6H7B02 000098-80-6 9
Abundance Scan 1449 (10.610 min): BF113664.D (-1445) (-) m/z 141.80 100.00%
78 142
124
s000{  4°
188
64
| 96 110 174 10.20 10.40 10.60 10.80 11.00
L m/z 77.85 88.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51806: Lenthionine
78 142
124
5000 45 188 AR AR AR AR RS
10.20 10.40 10.60 10.80 11.00
64 110 m/z 123.90 53.54%
32 ‘ L % 126
O e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
78
N
45 RIS AU SN
124 170 10.20 10.40 10.60 10.80 11.00
5000 m/z 44.90  49.04%
60
93 137
O R R o e e  ARAR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148370: Cyclohexene, 3-trifluoroacetamido-6-trifluoroacet... T B s e A
78 10.20 10.40 10.60 10.80 11.00
m/z 45.90 34 _.42%
5000
114 191
0 M‘ P N W ‘ 132 152165178 | 208 236 277
m/z--> 40 6|0 8|0 100 150 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.73 6.72 ng 382160 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1639 (11.727 min): BF113664.D (-1636) (-) m/z 72.90 100.00%
43 60 73
5000 129 ﬂ\\‘
97 213 llllllllllllllllll
1o | 145157171185 o 227 oeg 1140 11,60 11.80 12.00
(o} m/z 43.00 90.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
5000 129 LS DU BRI BRI UL
29 nmnmnmnm
214 m/z 59.90 87.71%
143157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43 60 73

11.40 11.60 11.80 12.00
5000 129 m/z 56.95 72 .53%

97
115 157171 213 256
. 143 185199 " 22741
R R B L B A R RARARSE SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 WJLM
Abundance #95851: Pentadecanoic acid B
43 60 73 11.40 11.60 11.80 12.00
m/z 40.95 69.28%
5000 129
29
199
143 157171185 242
oL 15
L B m L EE M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Dodecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.13 ng 104245 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Docosane 310 C22H46 000629-97-0 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
Abundance Scan 2126 (14.592 min): BF113664.D (-2122) (-) m/z 57.00 100.00%
57
5000
113 141 183 217 255 282 :|.4.2I0I I:I.;|-4-I0I I1;16IOI I:|.I4-8IOI I1'50'0I
o m/z 71.00 74 .29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
57
85
5000 LRSI DU BRSURRI A B
14.20 14.40 14.60 14.80 15.00
29 141 m/z 43.00 67 .36%
“ 113 ‘ 169
0II‘I‘I‘II“l‘l““lhllh‘l‘llII‘IIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 51.58%
85
29 113 141 169 197 22
ol L L4 R 197 225 268 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane R EAREE R
57 14.20 14.40 14.60 14.80 15.00
m/z 54.95 22.10%
5000 85
. 290 || /M 141 160 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 400 ' 14:20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.65 2.84 ng 139032 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2136 (14.651 min): BF113664.D (-2132) (-) m/z 69.00 100.00%
6o
>0 ”__Jx\a,.,h/ﬂvnu\-ﬁﬁﬁwﬁ_._Vﬁ
4 R AR B SRR B
95 137 14.40 14.60 14.80 15.00
oLl il 328 (161 205231251 283 341 | Thz7 81.00  55.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 R AR B SO B
a1 14.40 14.60 14.80 15.00
m/z 41.00 25.67%
‘ 9% 137
ol 4 .““,W.”. LT N L YT B—
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
" 14.40 14:60 14,80 15.00
5000 m/z 95.00 12.89%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LB e e
69 14.40 14.60 14.80 15.00
m/z 67.95 11.77%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384 e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

ﬁ?ggle - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.81 ng 137736 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane 310 C22H46 000629-97-0 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2177 (14.892 min): BF113664.D (-2174) (-) m/z 57.00 100.00%
g7
5000 85
113 14.60 14.80 15.00 15.20
155 183
ol 4P ,}. b |5 sess 183205 230288 302 i 67,370
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 R AR S SURIU B
14.60 14.80 15.00 15.20
m/z 43.00 62.14%
oL “\‘ LT 160 107 %9 267 a4 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 P m/z 85.00 50.39%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane AR EEREE RE L
57 14.60 14.80 15.00 15.20
m/z 55.00 23.76%
5000 85
. 2904 | /M8 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113664.D

Acq On : 9 Apr 2019 16:34

Operator : JU/SJ

3?22'6 - K2316-10 20190178-AMND-COMP-CS-5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.86 19.3 ng 644595 1 6.67 668178 20.0
unknown6 .45 6.45 80.7 ng 2697440 1 6.67 668178 20.0
1H-Indene, 2,3-di... 8.64 5.5 ng 242551 2 7.96 877390 20.0
2(3H)-Thiazolone, . .. 8.73 4.0 ng 174690 2 7.96 877390 20.0
Lenthionine 10.61 4.3 ng 246600 4 11.19 1137530 20.0
Tridecanoic acid 11.73 6.7 ng 382160 4 11.19 1137530 20.0
Dodecane, 2-methyl- 14.59 2.1 ng 104245 6 15.23 978950 20.0
Squalene 14.65 2.8 ng 139032 6 15.23 978950 20.0
Heptadecane, 9-oc... 14.89 2.8 ng 137736 6 15.23 978950 20.0
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